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Figure S1. 1H-NMR spectra of TU and 1 prepared by reactions a, b and c1 (Scheme 1) in DMSO-d6 
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Figure S2. 1H-NMR spectra of TU and 2, 4, 5 (Scheme 1) in DMSO-d6  
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Figure S3. 1H-NMR spectra of MeTU and 8, 9  in DMSO-d6 
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Figure S4. Mid IR spectra of 1 (reactions a, b, c1) 
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Figure S5. Mid IR spectra of 2 (reaction c2) 
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Figure S6. Mid IR spectra of 3 (reaction d) 
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Figure S7. Mid IR spectra of4 (reactions e1, f) 
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Figure S8. Mid IR spectra of 5 (reaction e2) 
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Figure S9. Mid IR spectra of 6 (reaction g) 
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Figure S9. Mid IR spectra of 8 (reaction i, h) 
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Figure S10. Mid IR spectra of 7 (reaction h) 
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Figure S11 Mid IR spectra of 9 (reaction m) 
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Figure S12. High Resolution Mass Spectrum (HRMS) of [(NH2)2C-S-S-C(NH2)(=NH)]+ fragment 
in 1 (experimental (upper), simulated (bellow)). 
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Figure S13. High Resolution Mass Spectrum (HRMS) of {[(NH2)2C-S-S-C(NH2)2] H2O}+ 
fragment in 2 (experimental (upper), simulated (bellow)). 

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2014



100 150 200 250 300 350 400 450
m/z

0

20

40

60

80

100
0

20

40

60

80

100

R
el

at
iv

e 
A

bu
nd

an
ce

115.03

240.93

213.10 353.26157.08 381.29282.9873.72

131.00 245.07

427.30
115.98

122.98

NL:
2.80E7
E34_3_10_13_13100
3103354[1]#1  RT: 
0.00  AV: 1 T: FTMS + 
p ESI Full ms 
[50.00-2000.00] 

NL:
8.69E5

CH5 N2 S +K: 
C1H5 N2 S1K1
pa Chrg 1

 
Figure S14. High Resolution Mass Spectrum (HRMS) of {[(NH2)2C=SH]}+ fragment in 3 
(experimental (upper), simulated (bellow)). 
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Figure S15. High Resolution Mass Spectrum (HRMS) of {[(NH2)2C-S-S-C(NH2)2] H2O}+ 
fragment in 4 (experimental (upper), simulated (bellow)). 
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Figure S16. High Resolution Mass Spectrum (HRMS) of [(NH2)2C-S-S-C(NH2)(=NH)]+ fragment 
in 5 (experimental (upper), simulated (bellow)). 
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Figure S17. High Resolution Mass Spectrum (HRMS) of [C5H9N2S]+ fragment in 8 (experimental 
(upper), simulated (bellow)). 
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Figure S18. High Resolution Mass Spectrum (HRMS) of [C4H9N4S]+ fragment in 9 (experimental 
(upper), simulated (bellow)). 
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